CCDC no.: 1818254
The crystal structure of the title compound (systematic name:
(3aR,3a1S,6aS,9R,11aR,11bR)-6,11a-dihydroxy-3a,8, 11b-trimethyldodecahydro-1H-6a,9-methanocyclohepta [3, 4] naphtho [1,8-bc] furan-4,7-dione is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
The aerial part of Pteris semipinnata were collected and identified by our research in the October of 2016. After crushing the material into powder (14 kg), it was extracted with 90% ethyl acetate and filtered. The solvent was then distilled off in rotary evaporator and the residue (286 g) was subjected to MCI in order to remove the chlorophyll. The residue was subsequently separated by silica gel column, Sephadex LH-20 and semi-preparative HPLC (Agilent 1100) to afford the crude product (25 mg), after which it was crystallized from methanol to yield the title compound as colorless block crystals (15 mg).
Experimental details
The hydrogen atoms were assigned with common isotropic displacement factors U iso (H) = 1.2Ueq(C) and 1.5Ueq(O), respectively, and included in the final refinement with d(C-H) = 0.93-0.98 Å.
Discussion
Species of Pteris are widely distributed in China, and many of them are used in folk medicine. Pteris semipinnata has been studied for its biologically active ingredients for years. Remarkably, in recent years, it has been proved to have bioactive diterpenoid compounds, which could be recognized as potential medication in the future. In our continuous endeavor to search for structurally fascinating natural products from Pteris semipinnata, the title compound was found.
The bond distances and bond angles in the title structure are all in expected ranges [5, 6] . The title structure with a 6/6/6/5 ring system of carbon skeleton contains two hydroxyls, one carbonyl, one alkenyl and two methyl groups. These functional groups were identified by the dis- 
